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@»-67,8 +67,6 @@

{

#i fdef GW _LIB_MP
int islnitialized = 0, isFinalized = 0;

- MPI _Final i zed( & sFinali zed);

- GWX_RELEASE ASSERT(!isFinalized, "lInvalid attenpt to initialize MPI after finalization
MPI Initialized(& slnitialized);
if (islnitialized)

{

I RFIE

#!/ bin/csh -f

umask 022

set file_gronmacs=/hone/users/${USER}/ buil d/ gromacs514/ gromacs-5.1.4.tar. gz
set file_patch3=/hone/users/${USER}/ bui |l d/ gromacs514/ no-npi finali zed. patch
set prefix=/local/apl/uv/gronmcs514

set wor k=/wor k/ user s/ ${ USER}


https://ccportal.ims.ac.jp/node/1827
http://www.gromacs.org/
https://ccportal.ims.ac.jp/node/1588#no-mpifinalized

cd ${work}
if (-d gromacs-5.1.4) then
mv gromacs-5.1.4 gronacs-erase
rm-rf gronmacs-erase &
endi f
tar xzf ${file_gromacs}
cd gromacs-5.1.4
patch -p0 < ${file_patch3}
#
setenv CCicc
setenv CXX icpc
setenv F77 ifort
setenv F90 ifort
setenv FC ifort
nkdir rccs-s
cd rccs-s
cmake .. - DCMAKE | NSTALL PREFI X=${prefix} \
- DCMAKE_VERBOSE MAKEFI LE=ON \
- DGWX_MPI =OFF \
- DGUWX_THREAD_MPI =CFF \
- DGWX_GPU=0OFF \
- DGUX_DOUBLE=OFF \
- DGW_FFT_LI BRARY=nk| \
- DREGRESSI| ONTEST _DOWNL CAD=OFF

make -j 12

make install

cd ..

#

nkdir rccs-d

cd rccs-d

cnake .. - DCVAKE | NSTALL PREFI X=${prefix} \

- DOVMAKE_VERBOSE_MAKEFI LE=ON \
- DGVX_MPI =OFF \

- DGVX_THREAD MPI =OFF \

- DGVX_GPU=CFF \

- DGVX_DOUBLE=ON \

- DAWX_FFT_LI BRARY=nkl \

- DREGRESS| ONTEST_DOWKL OAD=OFF

make -j 12
make install
cd ..

#

#

setenv CC npicc

set env CXX npi cxx

setenv F77 npif90

setenv F90 npif90

setenv FC npif 90

nkdir rccs-npi

cd rccs- npi

cmake .. - DCMAKE | NSTALL PREFI X=${prefix} \
- DCVAKE_VERBOSE_MAKEFI LE=ON \
- DAGVIX_IMPI =ON \
- DGWX_THREAD MPI =OFF \
- DAWX_GPU=CFF \
- DGVX_DOUBLE=OFF \



- DGWX_FFT_LI BRARY=nkl \
- DVPI EXEC=/ opt / sgi / npt / npt - 2. 13/ bi n/ npi run \
- DREGRESSI ONTEST_DOANL OAD=CFF

meke -j 12
make install
cd ..

#

nkdir rccs-npi-d
cd rces-npi-d
cmake .. - DCVAKE | NSTALL PREFI X=${prefix} \
- DCMAKE_VERBOSE MAKEFI LE=ON \
- DGUIX_MPI =ON \
- DGUX_THREAD MPI =COFF \
- DGUX_GPU=0OFF \
- DGUX_DOUBLE=CN \
- DGWX_FFT_LI BRARY=nkl \
- DMPI EXEC=/ opt / sgi / npt / npt - 2. 13/ bi n/ npi run \
- DREGRESS| ONTEST_DOANL CAD=CFF
make -j 12
make install
cd ..



